bound to the overlaid Sirt3 structure (PDB 3GLR, ribbons not shown) is also displayed. The image was generated using the PyMOL Molecular Graphics System, version 1.7 Schrödinger, LLC. to accommodate the bulky 2-methoxy-naphthalen-1-yl ring of 29c (green sticks). 8 is shown as magenta sticks. The image was generated using the PyMOL Molecular Graphics System, version 1.7
Schrödinger, LLC. (Table 1) which might be the reason of their lower potency compared to the analogues in columns a-e/i (Table 1 ) with bulky N-3 substituents. Overall, only a few 'bad' contacts (orange dashed lines) and no 'ugly' contacts were observed with the docked poses of the analogues. The default definitions were used to define the quality of contacts. The image was generated using Maestro (version 10.6, Release 2016-2).
9 The largest docking scores for each pair of isomers is in bold.
13 
SYNTHETIC METHODS
Scheme SS1: Synthesis of analogues in Table 2 Reagents 
